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Magnetic Measurements
Diagonalization of the Hamiltonian was performed with the routine ZHEEV from the 
LAPACK Librarya and the magnetic moments were obtained from first order numerical 
derivative dE/dB of the eigen values. The powder summations were done by using a 16-point 
Lebedev grid.b,c Pascal Constants for diamagnetic corrections were taken from ref. d+e
a) The LAPACK Linear Algebra Package is written in Fortran77 and provides routines for 
solving systems of simultaneous linear equations, least-squares solutions of linear systems of 
equations, eigenvalue problems, and singular value problems. The routines are available at 
http://www.netlib.org/lapack/
b) Lebedev, V. I.; Laikov, D. N., Doklady Math. 1999, 59, 477.
c) A Fortran code to generate Lebedev grids up to order 
L=131 is available at http://server.ccl.net/cca/software/SOURCES/
d) O'Connor, C. J., Prog. Inorg. Chem. 1982, 29, 203 - 283.
e) Weast, R. C.; Astle, M. J., CRC Handbook of Chemistry and Physics. CRC Press Inc.: 
Boca Raton, Florida, 1979.
Figure S1 Magnetic Susceptibility and magnetic saturation measurements for 2
Figure S2 Magnetic Susceptibility and magnetic saturation measurements for 6
Figure S3 Disorder of one of the two crystallographically independent molecules in
crystals of 6. The solid part represents the main component owing an 
occupation factor of about 0.56 (transoid). The second part is cisoid and is 
about 0.44 occupied
DFT Calculations 
DFT Calculation of 1. S = 2, B3LYP, Spin-unrestricted Kohn-Sham Functional
Calculated bond lengths and calculated dihedral angel between coordination planes of 1.
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Spin Density Map of 1































































Qualitative MO scheme of 1











DFT Calculation of 3 .BS(4,2), Ms = 1, B3LYP, Spin-unrestricted Kohn-Sham Functional






















DFT of 5. BS(4,2), Ms = 1, B3LYP, Spin-unrestricted Kohn-Sham Functional






















Spin Density Map of 5



















Qualitative MO scheme of 5











DFT Calculations of 6. BS(4,2), Ms = 1, B3LYP, Spin-unrestricted Kohn-Sham Functional






















Spin Density Map of 6



















Qualitative MO scheme of 6











DFT Calculations of 8
Calculated bond distances of 8 (labeling as in the crystal structure; ref. 4)











Qualitative MO scheme of 8
Spin density plot of the tetrahedral 8.
